Message

From: Sun, Meng@OEHHA [meng.sun@oehha.ca.gov]
Sent: 5/13/2019 6:09:51 PM
To: Williams, Antony [/o=Exchangelabs/ou=Exchange Administrative Group

(FYDIBOHF23SPDLT)/cn=Recipients/cn=959e02b5a0da419a9d749469dfe05c34-Williams, A]; Paul-Friedman, Katie
[/o=Exchangelabs/ou=Exchange Administrative Group
(FYDIBOHF23SPDLT)/cn=Recipients/cn=9de62094262941908301318615f5507b-Paul-Friedm]

Subject: RE: Questions regarding the Chemistry Dashboard

Thank you both so much. Katie, | appreciate you going into details in explaining the situation for NVS. Tony, thank you
for the heads-up on single concentration data. 1 think for the current hazard identification document we will utilize what
the Chemicals Dashboard has to offer now to make our deadling, but please keep us posted on future updates to the
Dashboard., Thank vou for what you do to make NAM data accessible,

Meng

From: Williams, Antony <Williams.Antony@epa.gov>

Sent: Monday, May 13, 2019 9:16 AM

To: Paul-Friedman, Katie <Paul-Friedman.Katie@epa.gov>; Sun, Meng@QOEHHA <meng.sun@oehha.ca.gov>
Subject: RE: Questions regarding the Chemistry Dashboard

Meng,

Just to let you know that we are intending to support single concentration data in a later version of the CompTox
Chemicals Dashboard and Katie and | have been discussing this for a while and it is in the top priorities for future
development. Best wishes.

Antony J. Williams

National Center for Computational Toxicology
U.S. Environmental Protection Agency

109 T.W. Alexander Drive

Room D131l, Mail Drop D143-02

Research Triangle Park, NC 27711

Office Phone: 919-541-1033
Mobile Phone:=""""===""==="

i
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Try out the CompTox Chemicals Dashboard and access data for almost 875,000 chemical substances

From: Paul-Friedman, Katie

Sent: Monday, May 13, 2019 9:11 AM

To: Sun, Meng@QEHHA <mengsun@oehha.ca.gov>; Williams, Antony <Williams.Antony@epa.gov>
Subject: RE: Questions regarding the Chemistry Dashboard

Hi Meng and Tony,
| wanted to provide a little input on the NVS issue for the chemical mentioned if it is of interest.

e The bug fix released last week on the CompTox Chemicals Dashboard should make the assay hit counts
consistent between tabs and remedy “dropped data.”

e Though there are 63 screened NVS assays showing the ToxCast Dashboard (invitrodb version 2.0), none
of them were shown as positive {which is actually in error; see more in next bullets).
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e Inthe latest release of ToxCast (invitrodb version 3.1), it looks like 5 NVS assays are positive (out of 6
tested).

e The discrepancy in the number of tested assays appears to be how the ToxCast Dashboard and the
CompTox Chemicals Dashboard are treating single concentration screening data. In invitrodb
version3.1, | can see that 63 NVS assays were tested in single concentration for NVS (that assay
technology had a tiered strategy, with single concentration screening at a high concentration, followed
by multi-concentration testing if warranted). In invitrodb version 3.1, 7 of the 63 single concentration
screens in NVS were positive for this chemical. It appears that the ToxCast Dashboard all 63 NVS assays
are showing as tested but negative. in the CompTox Chemicals Dashboard, there is currently not a
utility to view single concentration screening data. So all you see there currently is the multi-
concentration screening, where 6 assays were performed and 5 were positive.

Please let us know if you need any further clarification or assistance in using these information.
Thanks,
Katie

Katie Paul Friedman, PhD
Toxicologist
National Center for Computational Toxicology
Office of Research and Development
U.S. Environmental Protection Agency
RTP D120C
Research Triangle Park, NC 27711
Phone: 919-541-0660
aul-friedman. katie@epa gov

From: Sun, Meng@OEHHA <mengsun@oehha.cagoy>
Sent: Friday, May 10, 2019 7:33 PM

To: Williams, Antony <Williams. Antonvi@epa.gov>

Cc: Paul-Friedman, Katie <Paul-Friedman.Katle@ena.govw>
Subject: RE: Questions regarding the Chemistry Dashboard

Hello Antony,

Thank you so much for the detailed answers! | really appreciate vou taking the time to explain these, including the slides
on the recent release of invitroDBv3.1. And I now know that the proper name is the Chemicals Dashboard ©

Regarding my guestions on how to analyze the data, | guess | was asking because of the discrepancy of active calls. Now
that vou mentioned the background assays, | think we know what to do. | personally would not count the background
assays,

Have a great weekend!

Meng

From: Williams, Antony <Williams. Antony@epa.goy>
Sent: Friday, May 10, 2019 8:06 AM

To: Sun, Meng@OEHHA <mengasun@oehha.capowys

Cc: Paul-Friedman, Katie <Paul-Frisdmarn.Katle @ ena o>
Subject: RE: Questions regarding the Chemistry Dashboard
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Meng,

Thank you for your email. | have attempted a response to your questions below and cc’ed Katie Paul-Friedman who is
my colleague who has worked with me to get invitroDBv3.1 into the CompTox Chemicals Dashboard (it was renamed
from the Chemistry Dashboard last year).

Antony J. Williams

National Center for Computational Toxicology
U.S. Environmental Protection Agency

109 T.W. Alexander Drive

Room D131l, Mail Drop D143-02

Research Triangle Park, NC 27711

Off"ce Phone: 919 541- 1033

Try out the SompTox Chemicals Dashboard and access data for almost 875,000 chemical substances

From: Sun, Meng@QEHHA [mailto:meng sun@oehha.cagov]
Sent: Thursday, May 9, 2019 5:33 PM

To: Williams, Antony <Williams. Antony@epa.govy>

Subject: Questions regarding the Chemistry Dashboard

Hello Tony,

Thank you so much for agreeing to help us with your expertise on the Dashboard. As Jennifer and Elizabeth
have mentioned, we are trying to use the ToxCast/Tox21 data for three chemicals, and we identified some
questions during that process. | attached a figure of the assay counts for one of the three chemicals, 1,4-bq,
and some questions here.

= HHEEED avthvelintal assays ested (sowee: Cheamashboard)

- BEATE activediotal assavy tesled (source: TouCast Dashboard)

@a&ﬁb&amﬁ
TuxGast { 163 174 63 13
Dashboard

[AIW>] Just FYI we rolled out a new version overnight and now it is 105/556 as ACTIVE hit calls including background
measurement are now included:
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Cur guestions include:

Why is there a difference of assay counts for this chemical between the ToxCast Dashboard and the
Chemistry Dashboard?
[AIW>] The ToxCast dashboard is no longer being maintained and invitroDBv3.1 has been rolled out in the Chemicals
Dashboard only. Katie and I presented on this recently here: hitps:/fwww epa.gov/chemicalresearch/computational-

tovicology-communities-practice-compiox-chemicals-dashboard-and . It is expected that the Chemicals Dashboard will

have more data than the ToxCast Dashboard. We will retire the ToxCast dashboard later in the year (around August).
Does the Chemistry Dashboard absorb new Tox21 data as they become available sooner than the
ToxCast Dashboard?
[AIW>] Any new data from Tox21 will ONLY show up in the Chemicals Dashboard from this point.
Does the Chemistry Dashboard take the Tox21 QO results into consideration for data analysig?
[AIW>] When Tox21 QC data are available at the Tripod site we map and display them at the top of the page. We are
building our own AnalyticalQC database with a lot more data and that will be integrated in the future.

Specifically, for 1, 4-benzoquinone, why is there only 8 NVE assays on the ChembDashboard, but 63
from ToxCast Dashboard?
[AIW>] I am going to leave that one to Katie as we have received similar comments from others and it is possible that
some Tox21 data have been dropped and | believe this is being investigated.
Yhat is the difference between the active calls for another chemical (4-aminophenol} from the
Tox2 1 ToxCast tab on the Chemistry Dashboard (gives 45/211 actives) and the ToxUast summary &b
{gives 84/133 actives)?

[AIW>] The Chemicals Dashboard now gives “122 active of 271 a@55dYS” including background and 94 of 211
when background is excluded.

How would you recommend that we do to analyze the data?
[AIW>] Can you be more specific with the question possibly? | am not sure what question you are trying to answer?

If it works for you, | can give you a call sometime next week at your convenience. What days and time work
best for you? Thank you so much for your help.

[AIW>] We can chat next week if these answers do not cover everything. Thanks

Meng

Meng Sun, M.5., Ph.D.
Staff Toxicologist {Specialist)
Cancer Toxicology and Epidemiology Section
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Office of Environmental Health Hazard Assessment {OEHHA), CalEPA
Phone: {3163 327-7327
Fax: {916} 327-7340

SOHNCE O & ula Y O3 RN
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